Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.002 Å; R factor = 0.031; wR factor = 0.089; data-to-parameter ratio = 17.7.
Related literature
Refinement R[F 2 > 2(F 2 )] = 0.031 wR(F 2 ) = 0.089 S = 1.07 2463 reflections 139 parameters H-atom parameters constrained Á max = 0.24 e Å À3 Á min = À0.31 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; y þ 1 2 ; Àz þ 1 2 ; (ii) Àx þ 1; Ày þ 1; Àz.
Data collection: SMART (Bruker, 2001); cell refinement: SAINT-Plus (Bruker, 2003) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. pounds in order to find novel leading compounds with potential anticancer activities.
The title compound ( Fig. 1 ), contains two planar subunits: the thiazole ring and the triazole ring. The dihedral angles between them is 64.35 (7). The crystal structure (Fig. 2) is stabilized by intermolecular hydrogen bonds between the amino group and the nitrogen atoms of the thiazol ring and the triazole ring of the neighbouring molecules.
For related structures, see: Zhou et al. (2007 ), Shao et al. (2008 .
Experimental 1-bromo-3,3-dimethyl-1-(1H-1,2,4-triazol-1-yl)butan-2-one (0.01 mol) were refluxed with thiourea (0.01 mol) in ethanol (45 ml) for 1.5 h (monitored by TLC). Then the pH of the mixture was adjusted to 9 with ammonia and filtered to obtain white solid, 4-tert-butyl-5-(1H-1,2,4-triazol-1-yl) thiazol-2-amine. Yield 85.5%, m.p. 451 K.
Crystals suitable for X-ray structure determination were obtained by slow evaporation of an ethanol solution at room temperature.
Refinement
The H-atoms were positioned geometrically, with C-H = 0.98Å for methyl, C-H = 0.95Å for the triazole ring, C-H = 0.88Å for the amino group and refined as riding with U iso (H) = 1.2U eq (C,N) or 1.5U eq (C methyl ). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.10734 (4) 0.36412 (2) 
